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1 Introduction

Pebble bed High Temperature Reactor (HTR)s are expected to display excellent heat removal
characteristics in operational and accident scenarios due to graphite’s capability for storing and
transferring heat, the very high failure temperatures of particle fuel, and the low power densities
involved. In order to validate the expected thermal stability and heat removal characteristics of
pebble bed HTRs, a large experimental validation program was conducted in Germany from 1994
to 1996, i.e., the SANA experiment [1]. This experiment has been widely used as a benchmark
case to support code developments intended for thermal-hydraulics analysis of pebble bed HTRs.
This report describes the validation of Pronghorn with a subset of the experiments in the SANA
experimental database.

Figure 1. SANA pebble bed core with heating elements [1].



2 Description of Experiments

The experimental facility consists of a steel vessel containing a cylindrical bed of about 9500
spherical pebbles made of electric graphite, matrix graphite, or Al,O3. The bed was heated by one
to four electric resistance heater elements and the temperature measured throughout the bed with a
collection of thermocouples. Fig. 1 shows a schematic of the cylindrical bed with three resistance
heaters shown.

The maximum installed power capacity is 50 kW. The electrical resistance heater located in the
center of the bed is 3.2 cm in diameter, and is protected by a tube of 14.1 cm outer diameter. The
outer surface of the steel vessel is enclosed in a layer reducing the potential for accidental harm
upon touch.

Either nitrogen, helium, or argon flow through the bed as coolant. A potential accident scenario
for HTRs is an air ingress accident, whereupon graphite oxidation and corrosion can results in
changes to core structural and fuel materials. To asses thermal-hydraulic performance under these
conditions, nitrogen is used as a surrogate for air in the SANA experiments. Insulation is present
at the top and bottom of the bed, and sometimes on the radial bed surface, in order to obtain
desired heat fluxes. On the top of the bed, CERACHEM-Blanket material insulation of 40.0 cm is
used, while on the bottom, six insulation layers are used of various materials to help support the
weight of the bed, with a total thickness of 40.3 cm. Correlations are provided with the benchmark
specifications for the thermal conductivities of these various materials [1].

The maximum power density of 28 kW/m?> corresponds to 0.93% of the full power of the AVR
pebble bed reactor design, or the decay heat about 3 to 4 hours after shutdown of a typical Very
High Temperature Reactor (VHTR). Table 1 provides important experimental information for the
SANA experiments.

Table 1. SANA experimental information [1].

Parameter Value
Bed height 1.0m
Bed inner radius 0.0705 m
Bed outer radius 0.75 m

Maximum installed power 50 kW
Maximum power density 28 kW/m?

Over 50 experiments were carried out for the three coolants and three types of pebbles. Steady
state and transient temperatures, as well as values for effective solid thermal conductivity, were
measured. Between one and four heaters were used; some tests use shortened heaters to simulate
heat generation in only the upper or lower part of the bed. In several tests, the bed is only partway
filled to simulate an upper plenum. This report focuses on the validation of Pronghorn using only a
subset of the total number of experiments completed. The table below summarizes the SANA test
cases that are discussed in this report. The letters in the leftmost column are used to refer to these



particular cases throughout this report. All test cases are performed with the 6 cm electric graphite
pebbles with a single, centrally-located heating element, in steady-state.

Table 2. SANA experiments addressed in this report.

Case Coolant Nominal Power (kW) Actual Power (kW) Ambient Temperature (°C)

A helium 10.00 8.91 23.0
B helium 20.00 18.12 27.0
C  helium 35.10 27.42 26.0
D  nitrogen 10.03 8.91 26.3
E  nitrogen 20.00 18.12 25.6
F  nitrogen 24.97 22.74 29.5




3 Physical Models

Numerical solutions to the flow equations for Reynolds numbers of interest for nuclear reactor
applications are very computationally expensive due to the need to resolve thin boundary layers,
capture fine-scale turbulent motions, and, depending on the numerical method, ensure stability.
This computational cost can be prohibitive to accelerated design and analysis of engineering-scale
phenomena such as reactor response to a loss of offsite power. Provided the effects of turbulence
and viscosity can be approximately accounted for through appropriate empirical correlations, a
simpler set of equations can be solved to predict reactor response at a coarser level. Porous media
models, originally developed in the study of groundwater flows, approximate a solid-fluid medium
as a two-phase mixture of solid and fluid, where the porosity € reflects the fraction of a representa-
tive volume that is fluid.

B fluid volume

o))

~ total volume

The porosity in a cylindrical packed bed of spheres is a damped oscillatory function of the
distance from the bounding wall [2]. Within a span of several pebbles, the porosity changes from
unity at the wall to a typical bed average value in the range 0.35 - 0.45. This large variation induces
several important effects on the fluid flow. The pressure drop decreases linearly with porosity,
and a 1% change in porosity produces about a 10% change in the local pressure drop [3]. The
lower-porosity region near the bounding walls therefore leads to a flow-channeling effect, where
velocities are higher near the core walls than in the center of the bed. The variation of pressure
drop with porosity is captured in a porous medium friction factor.

In addition to porous media drag, the porosity influences the convective and conductive heat
transfer in the bed. Lower porosities yield improved convective heat transfer due to the more
tortuous fluid paths. The convective heat transfer coefficient decreases approximately linearly with
porosity. While the correlation between porosity and convective heat transfer coefficient is not as
strong as the correlation between porosity and pressure drop, a 1% change in the porosity produces
about a 3% change in the local convective heat transfer coefficient [3]. Finally, the solid conductive
heat transfer is also a function of porosity. While conduction occurs within each solid pebble,
conduction also occurs through pebble contact areas and by radiation across fluid gaps. Higher
porosities therefore lead to improved radiation heat transfer, but reduced contact conduction.

The porous media versions of the Navier-Stokes equations are derived by averaging the equa-
tions over a representative volume consisting of a mixture of solid and fluid [4]. This averaging
process produces several constitutive terms that are not normally present in the Navier-Stokes
equations. A large number of experiments have been conducted to provide correlations for these
constitutive terms, and are represented by the porous medium friction factors, heat transfer co-
efficients, and effective solid thermal conductivity, which are described in Section 3.2. Further,
by assuming that the engineering-scale effects of viscosity are accounted for with the porous me-
dia friction losses, viscous effects are neglected. Section 3.1 discusses the equations solved in
Pronghorn for the SANA benchmark.

10



3.1 Governing Equations

Pronghorn solves the porous media equivalents of the Euler equations for the fluid pressure P,
momentum p\7, and temperature Ty, with several additional assumptions that are acceptable for
nearly incompressible, slowly-evolving transients. The conservation of momentum equation is
derived by averaging the Navier-Stokes conservation of momentum equation over a mixture of
solid and fluid,

d(psV)
ot

+V. (epf‘7\7)+£VP—epf§+Wpf‘7 =0, )

where py is the fluid intrinsic density, V the fluid intrinsic velocity, P the fluid pressure, g the
gravitational acceleration vector, and W the porous medium friction coefficient. The second to
fifth terms of this equation represents momentum advection, pressure gradient, gravity effect, and
friction effect, respectively. Because it is assumed that the porosity is independent of time, the
porosity is brought outside of the time derivative term. By neglecting the time rate of change of
momentum and the advection of momentum, the momentum conservation equation simplifies to

EVP—eprg+WpsV =0. (3)

This form of the momentum equation is valid for low Reynolds number flows and slowly-
evolving transients, since changes in momentum are instantaneously reflected as changes in pres-
sure. This equation is solved for fluid momentum. The conservation of mass equation is derived
by averaging the continuity equation over a mixture of solid and fluid in the same procedure as the
momentum equation:

8%+V~(8pf‘7)20. (4)

This purely advective equation can be transformed into a diffusive equation by rearranging Eq.
(3) for momentum and substituting into the above equation,

ea—+v-(% [—evP+epg]) =0. 5)

This pressure Poisson equation is solved for the fluid pressure because numerical solution to
diffusive equations is easier than solution to the hyperbolic continuity equation, Eq. (4). The fluid
density is provided by an equation of state. The fluid energy equation is derived by averaging
the conservation of energy equation over a solid-fluid mixture in a manner identical to the mass
and momentum equations. Equilibrium thermodynamics is used to transform an equation for the
conserved total fluid energy to temperature. Compression work, viscous heating, and volumetric
viscous heating are neglected, giving

11



oT ;
ep/Cp, fa—tf +epsCp V- VT;— V- (ek;VTs) + (T, — Ty) =0, 6)

where C, r is the fluid specific heat, Ty the intrinsic fluid temperature, ks the fluid thermal
conductivity, o the convective heat transfer coefficient, and 7 the intrinsic solid temperature. This
equation is solved for the fluid temperature. The second to fourth terms of this equation represents
energy advection, heat conduction, and solid-to-fluid heat transfer, respectively. Because the heat
source in the SANA experiments is not a volumetric source, and because the lack of fissile mate-
rial means gamma ray energy deposition directly in the coolant is non-existent, no heat source is
included in the fluid. The same derivation is followed for the solid energy equation, yielding

o,
(1=£)psCps 5" = V- (RVE) + 0Ty~ T;) =0, (7)

where py is the solid density, C),  is the solid specific heat, and k is the effective solid thermal
conductivity that accounts for various heat transfer modes between solid pebbles. These heat
transfer modes include conduction within the pebbles and conduction within the fluid; conduction
between pebbles at contact areas; and radiation heat transfer between pebbles. Similar to the fluid
energy equation, because no direct heating of pebbles occurs in the SANA experiments, no heat
source is included in the solid. In conclusion, the four equations solved by Pronghorn for the
SANA benchmark are [4]:

Eq. (5) for fluid pressure,

Eq. (3) for fluid momentum,

Eq. (6) for fluid temperature, and

Eq. (7) for solid temperature.

No conservation of mass or momentum equations are solved for the solid because it is assumed
that the solid phase is stationary. The following section discusses the constitutive relationships
used for €, W, @, and k, while Section 3.3 discusses the fluid and solid thermal properties used.

3.2 Constitutive Relationships

This section discusses the correlations used for the porous media constitutive terms €, W, o, and
K in Pronghorn. Many researchers have developed experimental correlations for these terms, and
this section only presents the forms used in the SANA benchmark validation.

A constant porosity is assumed throughout the bed for simplicity. The porosity in an infinite
bed, €., estimated by experimentalists typically ranges from 0.359 to 0.44, depending on how the
bed is filled [5]. Shaking a bed by vibration leads to relatively low €., while draining fluid from

12



a fluidized bed leads to relative high €.. For spheres dropped individually onto a bed that are
then allowed to roll into place, €. = 0.4. Because this is commonly how pebble bed reactors are
fueled, €., = 0.4 is selected for this benchmark [5]. Correlations are available in Pronghorn for
exponentially-damped and exponentially-damped oscillatory porosity functions for future works.

The porous medium friction factor W represents the sum of the Darcy and Forchheimer drag
coefficients. The Darcy coefficient provides a momentum loss term that is linearly proportional
to velocity, and hence represents friction drag. The proportionality of the Darcy friction coeffi-
cient can be derived for steady, unidirectional, laminar, and fully-developed flow. Friction drag,
as opposed to form drag, dominates the total friction coefficient at low Reynolds numbers. At
higher Reynolds numbers, boundary layers on the pebbles begin to separate, and form drag begins
to dominate the friction coefficient. The Forchheimer drag coefficient provides a momentum loss
term that is proportional to the square of velocity, and hence represents form drag. This Forch-
heimer drag component accounts for inertial drag effects. The Ergun correlation is commonly
used for W, but overpredicts pressure drops at the higher Reynolds numbers typical of HTRs [6].
For helium, KTA provides an experimental correlation suitable for HTRs [7],

w

160(1 —¢)? uy 1-e\*"" (1—¢) -

where uy is the fluid viscosity and Re is the Reynolds number based on the extrinsic fluid
velocity and pebble diameter. KTA also provides a correlation for the heat transfer coefficient in a
bed of spherical pebbles that is used to determine the convective heat transfer coefficient [8],

Pr1/3ReO.36 PrO'SReO‘%

where Nu is the Nusselt number based on the pebble diameter and Pr the Prandtl number. To
obtain the correct units for o, the heat transfer coefficient computed by Eq. (9) must be multiplied
by the ratio of the wetted heat transfer area to the heat transfer volume, a,,,,

kN
o= a,-t . (10)
For a bed of spherical particles, a,, is given as [2]
6(1—¢
ay =079 (1)

For heat transfer between the fluid and the bed wall, a second heat transfer coefficient is re-
quired. This heat transfer coefficient is utilized in the convection BC shown in Eq. (59), and
represents convective heat transfer from the fluid to the bounding wall. For 50 < Re < 2 x 10%,
Achenbach provides a correlation for the wall Nusselt number [2],

13



d
Nityay = (1 — B) RO P13 (12)
where D is the bed diameter. The wall heat transfer coefficient A,,,;; is defined as

hwalld

ky (42

N”wall =

Nu,,,;; represents heat transfer between the core coolant and the inner wall of the core vessel.
Heat transfer also occurs by natural convection between the core vessel outer wall and the ambient
environment. This heat transfer can be modeled using one of the many correlations for natural
convection heat transfer from a flat plate, approximating the core vessel outer wall as a flat plate.
In this report, several simplifications were introduced (discussed later), so an explicit modeling of
solid wall (steel vessel) was not performed, and therefore this correlation was not directly used.

The effective solid thermal conductivity using in Pronghorn consists of three parallel heat trans-
fer paths. These paths include radiation between pebbles, conduction facilitated by the fluid, and
conduction in the pebbles, both within a single pebble and between pebbles at contact areas. K is
the primary constitutive relationship that captures heat transfer mechanisms in loss of coolant ac-
cidents, and accurate correlations are essential to the prediction of decay heat removal in accidents
without convective cooling. The overall k is the sum of these three heat transfer paths,

K = Kradiation T Kfluid conduction + Ksolid conduction - (14)

A modified Zehner, Bauer, and Schliinder model is used for K. K is given as [9]

K:kf(l—\/l—g)( +e%g)+kf\/1—e(@k+(l—¢),%@p) : (15)

€
e—1+1/2p

where @ is the contact area fraction, or the ratio of the radius of the contact zone to the pebble
radius. #p represents a modified gas thermal conductivity that accounts for Knudsen effects when
the mean free path of the fluid is on the order of the pebble diameter. When the mean free path
is small, #p ~ 1. Because the mean free paths of helium and nitrogen are on the order of um at
SANA experiment conditions, this approximation is assumed throughout. J#sr is given by

PhAn/B (it (1— Ap) (At HR))  at

B+1 [ g 11—
T (2R gl
+219(% {+%%})1

JSF =

a

2 {H%—ll (A+#r)/B B—1
(16)
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where %% represents the effective radiation thermal conductivity normalized to the fluid ther-
mal conductivity. B is given by

B=C <5> . a17)

€

For the case where Eq. (15) is simplified to represent only the fluid conduction component
(by setting #g = 0 and @ = 0), Zehner and Schliinder recommend C = 1.25 and m = 10/9 to
exactly fit the geometrical constraint on the shape factor B, but Hsu by a least squares procedure
determined C = 1.364 and m = 1.055 better match the geometrical constraint. However, when all
three components are considered, Hsu argues that the values for C and m in Eq. (17) should be
modified [10]. Hsu provides graphical data for computing C and m as a function of the deformation
ratio, but because the deformation does not change appreciably for pebble bed designs of practical
interest, the constant values of C = 1.25 and m = 10/9 are used [9, 10]. a is defined as:

[, —Bxp] 1 1 Hr
o 1 TBI]Ly(1) ( ) s

The contact area fraction ¢ has commonly been specified in the literature in terms of empirical
values or graphical data that do not correlate well with the wide variety of porosities encountered
[9,10]. You et. al. provide equations for ¢ using elastic deformation theory, though ¢ can only be
approximated, since it is affected by the packing structure and surface roughness [9],

2
N,
wzf( “ ) , 19)
Tpebble

where N, is the average number of spheres in contact with each other (the coordination num-
ber). N, = 6 for simple cubic packings, N. = 8 for body centered cubic packings, and N, = 12 for
face centered cubic packings. For randomly-packed pebble beds, the coordination number is some
combination of these packing structures. You et. al calculate N, as a function of porosity as:

N. = (1.008 x 1072)e~*785 15,6480 (20)

You estimates 10% accuracy of Eq. (20), though the equation provides slightly higher N, than
actually observed [9]. Propagating this uncertainty to Kolid conduction results in only a 1% difference,
and hence the error in Eq. (20) is acceptable. Then, Hertz deformation theory is used to calculate
R:/R as

1/3
re  [31-v? F / o
"'pebble 4 E r gebble '
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v is the Poisson ratio of the solid, E the Young’s modulus of the solid, and F' the external force
acting on the pebbles. F represents the weight exerted on a pebble by all pebbles above, and is
approximated using the infinite bed porosity €. as

S
F = (1 - Sw)psAcZgZ_F’ (22)
Na

where A, is the bed cross-sectional area, z the height above the pebble, SF a factor that cor-
relates a force to a vertical component, and Ny is the number of spheres per unit area. N4 has
different values depending on the assumed packing of the bed. For an average bed porosity of 0.4,
a simple cubic packing provides the closest value of porosity that is not lower than the porosity.
This choice leads to a conservative estimation of the contact heat transfer, since lower porosity
yield increased solid conduction heat transfer fluxes. For a simple cubic packing, N4 = 1/d* [9].

Thus far, the radiation component represented by .#% has not been defined. The Breitbach and
Barthels correlation provides a correction to the radiation proportionality shown in Eq. (15) to
extend applicability to higher temperatures [11],

(1-vice)esr v 220l L | 23)

Kradiation = X

where ¢ is the Stefan-Boltzmann constant, & the solid emmissivity, and A is given as

kg
A= —rn. (24)
46T3d
Therefore, the modified Zehner, Bauer, and Schliinder correlation used in Pronghorn is Eq.
(15) with £ = 0, and with terms in this correlation defined in Eqs. (16)-(22). The radiation
component is provided separately by Eq. (23) by eliminating the radiation component in Eq. (15).

For comparison, a second formulation for x is also investigated. This alternative formulation
uses a different formulation for Ksoid conduction, taken from the Chan and Tien correlation [12],

2 1/3
ks Ny (31 v ) ’ (25)

Ksolid conduction = ﬁFL gTF dpebble

where F is given by Eq. (22) and N is the number of pebbles per unit length, which depends
on the assumed packing fraction. Eq. (15) with £z =0, #p = 1, and @ = 0 is used in combination
with Egs. (23) and (25) to replicate the formulation used for ¥ in THERMIX [13].

To validate the correctness of the Zehner-Bauer-Schliinder correlation implemented in Pronghorn,
a special simulation is performed with the following conditions. The pebble bed and helium gas

16



are artificially kept in nearly thermal equilibrium conditions, the pressure held at atmospheric pres-
sure, and the pebble bed temperature varying from 100K to 1500K. In figure 2, the Zehner-Bauer-
Schliinder correlation K is plotted against SANA experimental measurements and the comparison
values calculated by the THERMIX code methodology discussed above [13]. Both correlations
predict smaller K because the measurements for Kk performed by the SANA experimentalists can-
not fully correct for fluid convection effects. In both Pronghorn and THERMIX, convection is
modeled by a convective term in the fluid energy equation, rather than by incorporating convec-
tion physics into K, and hence this underprediction is to be expected. At higher temperatures,
the Zehner-Bauer-Schliinder correlation agrees slightly better with the SANA measurements, and
hence is used throughout the remainder of this report.

40
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Figure 2. Validation of Zehner-Bauer-Schliinder correlation (pronghorn) predicted effective ther-
mal conductivity values compared to experimental measurements and THERMIX predicted val-
ues. [13]

3.3 Thermo-Physical Properties

In addition to €, W, o, and K, constitutive relationships are required for fluid and solid thermophys-
ical properties. Many codes developed for HTR analysis assume the ideal gas equation of state.
Pronghorn permits considerable flexibility in defining thermophysical properties, as any equation
of state available in the Multiphysics Object-Oriented Simulation Environment (MOOSE) fluid
properties module, or a custom set of fluid properties, may be used. This is an important im-
provement upon earlier codes, as Pronghorn is intended for application to liquid-cooled pebble
bed reactors as well, where the ideal gas law approximation produces greater errors.

Fluid properties required by the governing equations include isobaric specific heat, density,
viscosity, and thermal conductivity. Correlations for helium density, viscosity, and thermal con-
ductivity, and a constant value for isobaric specific heat of 5195 J/kg-K, are obtained from [14].
These correlations are valid in the range 1 < P < 100 bar and 273 < Ty < 1800 K, and have been

17



used by KTA in their analysis of HTRs [15]. Density, viscosity, and thermal conductivity are given
as:

-1
P P

p (kg/m’) = 48.147f (1 -1-0.4446?) , (26)

uy (Pars) = (3.674 x 107707, (27)

- _ 0.71(1—(2x10~4)P
kg (W/m-K) = (2.682 x 10 3’)(1+(1.123>< 10 3)p) Tf (1=(2x ) ),

(28)

where P is given in bar and Ty in K. Because helium is a noble gas, there is not a significant
difference in these thermal properties from those obtained with the ideal gas law, so the ideal gas
law would also be appropriate. For the same reason, the ideal gas law equation of state is used for
the nitrogen gas density,

PMy,

RTy 29

py (kg/m?) =

where P is given in Pa and Ty in K. R = 8.3144598 J/mol-K is the gas constant. The molar
weight of the nitrogen gas is My, = 28.0134 x 1073 kg/mol. Other thermal properties are provided
as constants for simplicity. For nitrogen gas, viscosity is given as uy = 3.5932 x 107> Pa - s,
thermal conductivity as kr = 0.055197 W/m-K, and isobaric specific heat as 1122.3 J/kg-K. These
constant values are evaluated at P = 1 atmospheric pressure and temperature 7y = 800 K based
on the National Institute of Standards and Technology (NIST) standard [16]. While density is
not assumed constant, selecting constant viscosity and thermal conductivity will introduce non-
negligible errors in the simulation results due to the large temperature gradients in the SANA
experiments. The inclusion of a more sophisticated thermal property library for nitrogen and other
fluids is scheduled to be implemented in MOOSE at the framework level, and therefore we do not
intend to reproduce such an effort in this work.

Solid properties required by the governing equations include isobaric specific heat, density,
and thermal conductivity. The emissivity, Young’s modulus, and Poisson ratio are also required
for evaluating k. It is a common approximation that solid properties are independent of pressure,
so none of the correlations used in this benchmarking effort are functions of pressure. For the
electric graphite pebbles, SANA provides tabular data for thermal conductivity [1]. The data from
“Measurement 3” is used, which gives a constant density as p; = 1673 kg/m>. The tabular thermal
conductivity data is fit as a function of temperature as

ks (W/m- K) = (2.5738 x 10%)7,70-86367 (30)
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where 7 is given in K. SANA report [1] does not provide data for solid isobaric specific heat.
Butland collected isobaric specific heat data from a variety of sources for many types of graphite,
none actually including nuclear graphite, and then attempted to aggregate the data sets that best
represent nuclear graphite into a single correlation [17],

90.2725
Cps (J/kgK) = 4184 (0.54212 —2.42667 x 1077, —
7 y 9 31
434493 159309 x 107 143688 x 10
T2 T3 T} ’

where T is given in K.
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4 Numerical Method

This section presents a very high-level description of the numerical method used to solve Egs.
3), (5), (6), and (7). Pronghorn solves these equations using the Bubnov-Galerkin finite element
method. By multiplying the governing equations by a test function Y and integrating over all space,
the weak forms are obtained,

ap € _) € —
(ea—tf,w) + (=3 [-evP+epsE] VW) + (- [-eVP+eps] W) =0

opsVi
(e paj; —epfgi+Wpr,-+eVP,\u) =0
(32)

aT .
(sprp,fa—tf —epsCp sV -VTr+ 0Ty — TS),\|1> + (ekf VT, V) + < —eksVTy,y >=0

T,
((1 - e)pstﬁg +o(Ts — Tf),w) + (K, VT, Vy) — < K, VT, y >=0,

where i refers to the i-th momentum equation. In writing the weak forms, the following notation
is introduced for a volumetric integral,

/Q fwdQ = (f,v), (33)

and for a surface integral,

/ Py idQ = (f, ), (34)
oQ

where f is a generic function, Q is a volume, dQ is a surface, and 7 is the unit normal vector
of the surface. The BCs in this equation are described in Section 4.1. The weak forms given in Eq.
(32) together represent the equation system

Fit) =0, (35)

where F represents the residual vector and i the numerical solution. For the equations shown
in Eq. (32), F is:

= I - - 1T
F=[F, Fn1 Fnp Fu3 Fy F], (36)
where the components of F are defined as
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, ap € . € .
Fy(P) = <£a—tfn|f) + <_W [—eVP+epsg] ,V\p) + <W [—eVP+epsg] . v)

L Vi
(5

Fni(pfV) = e eprgi+WpsVi+eVP, \|I)

- oT, _, 37
Fr(Ty) = (epfcp’fa_tf —epsCp sV - VT + 0Ty — Ts),\P) + (SkaTf, V\U) 37)

+ < —&kfVTy,y >

T,
F(Ty) = ((1 P Cy Ty wa) (VT VY) < K VTL >

The subscripts p, m, f, and s refer to the pressure, momentum, fluid energy, and solid energy
equations, respectively. The solution vector i is a single vector containing all the problem un-
knowns. For instance, pressure, momentum, fluid temperature, and solid temperature are solved
for at each node in Pronghorn. The solution vector therefore is of the form

di=[pr1 praVar PraVr PraVer Tri Tin

. (38)
Pfn Pf,anm pf,nvy.,n P_ﬂan Tﬂn ]},n] )

where the numbered subscripts denote node numbers 1 < n < N and N is the total number

of nodes. The finite element method solves Eq. (35) by assuming the numerical solution # lies
in the same space as the test function y. Both are expressed as a linear sum of shape functions
¢ multiplied by expansion coefficients u;. The expansion coefficients for the test function are

unity. These functions may be Lagrange, Hermite, monomial, or any of the other shape functions
available in MOOSE.

N
=Y ujf; (39)
j=1

Hence, the entries in the numerical solution vector in Eq. (38) represents the expansion co-
efficients from Eq. (39) at the particular node. The solution is reconstructed via Eq. (39) to
a continuous field after the numerical method in MOOSE has solved Eq. (35) to an acceptable
tolerance.

As discussed, the Finite Element Method (FEM) is used to discretize the weak forms in Eq.
(32) to provide a discretized set of nonlinear equations represented by the general form in Eq.
(35). Traditional linear algebra techniques cannot be used to directly solve Eq. (35) because it is
nonlinear. Therefore, MOOSE linearizes Eq. (35) into the form

AX=Db, (40)
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where A is an N x N matrix, X is the N x 1 linear solution vector, and b is the N x 1 right-hand-
side vector. Once in a linear form, any number of linear algebra solution techniques may be used
to solve Eq. (40). So, the numerical method in MOOSE consists of (at least) two iteration loops -

1. An outer loop over nonlinear iterations that compute better and better guesses to i in Eq.
(35), and

2. an inner loop over linear iterations that compute better and better guesses to X in Eq. (40).

Once the linear solution method has computed X that sufficiently solves Eq. (40), that X is used
in a simple update formula to compute the updated i. i is used for the outer loop iteration index,
and k for the inner loop index for clarity in the remainder of this section. MOOSE solves nonlinear
equations using the Jacobian-Free Newton-Krylov (JFENK) method, which is a combination of a
Newton method for the outer iterations and a Generalized Minimum Residual Method (GMRES)
Krylov subspace method for the inner iterations. A brief description of the Newton method lin-
earization and the GMRES Krylov subspace method used for the linear iterations is provided, with
more detailed descriptions available in the literature [18].

Newton’s method forms a linear approximation (about the current iterate i;) to the root-finding
problem in Eq. (35) by forming the Taylor series expansion for the next solution iterate,

oF (ii;)

F(iiy1) = F (i) + %

(i1 — i)+ O ((fii1 — :)*) = 0. (41)

By neglecting quadratic and higher-order terms, an iterative update formula results,

) . L .
aﬁ (MH_] —Mi) - _F(ul> (42)

This linear equation is of the form Ax = 5, and is solved for 3,- = ;1 — U; using a linear solution
method (in this case, GMRES). In other words, in the syntax defined for the linear solution method,
d; represents Xy in AX; = b. The Jacobian is defined as

J(id;) = ) (43)

The GMRES linear solution method is then used to solve Eq. (42) for S,-, and a simple update
is performed to provide the next solution iterate,

Uiy = ﬁi-l-gi . 44)
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The GMRES is a Krylov subspace method. A Krylov space is a vector space built by repeatedly
applying a matrix to an initial vector. The residual 7 is defined as the difference in the true b and
the numerical approximation to b,

Po=b—AX . (45)

The GMRES method seeks an optimal approximation to X for general non-symmetric sys-
tems of the form Eq. (40) from the Krylov subspace Z; of dimension &,

Dr = span{7y, ATy, - , A7)} . (46)

In every iteration, Xj is determined by solving a least-squares minimization problem. To
solve this minimization problem, an orthonormal basis for % is required. This orthonormal basis
is denoted as Qy,

Q=G @& - @, (47)

where each column of Qy, is an orthonormal vector g of length N, and N of these vectors are
required to establish a complete basis for Z. The vectors in Q; can be determined via the Arnoldi
process.

Each iteration of the Arnoldi process chooses some new linearly independent vector s and
orthonormalizes it to 7 using a Gram-Schmidt procedure. A natural choice would be simply to
compute the next vector in the Krylov space, AX#. However, as k becomes large, the vectors
in & become increasingly linearly dependent because formation of the Krylov subspace in this
manner is equivalent to power iteration. The starting vector 53| for computing gy is selected
as Sx+1 = Aqgy. For each iteration, 53, is orthogonalized via a Gram-Schmidt procedure against
all previous vectors in Q;; after orthogonalization, 5} is normalized to a unit vector. For each
iteration, the Arnoldi process adds one vector, gy to Q; by the following procedure.

Sk+1 =Adk

Skal =Skl — ﬁiTikH gi, fori<k+1 (orthogonalization)
hix

Gk+1 =Sk41/ ||Sk1 112 (normalization) .

From the above algorithm, a matrix of size k+ 1 X k can be defined,
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[ b hi bz hie
522 ha2 haz - ho
H=| 0 [slla hs - h3 (49)
0 0 [[sal] - hag
| 0 0 0 o [Skerll2-]

In this form,

AQ =QH; +5;. &F

. (50)
=Qy+ 1 H,

where é; = [0 0o --- 1] " If the Arnoldi process is performed for kK = N iterations, then in
the N-th iteration, Agy will lie in &y because the basis Qy is already all of RN. For N iterations,
the Arnoldi process produces a similarity transformation of A to upper Hessenberg form. However,
the goal of iterative methods is to converge in substantially less than N iterations.

After some smaller number of iterations, the GMRES algorithm computes the next iterate Xy, |
from the space Xp + % by minimizing the L-2 norm of the residual over Xp + %. Because the
vectors in Q, form a basis for &, we can instead specify that X | be in:

Xpr1 = Xo + Qi (1)

for some vector ¥, € R¥. The residual is:

1 =b — A(Xo + Quyk)
=7o — AQVx (52)
=70 — Q1 Hihk

where Eq. (50) is used. Because the first column in Q. ; is simply the starting point of the
Arnoldi process, 7o/||70]|2, the residual can be expressed as:

o = QM (33)
where 1 = [[|roll2 0 - O]T. So, ||, 1]|2 becomes:
P12 = (17 — HiFil 2, (54)
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where Q,{ +1Qi+1 =L So, in each iteration of GMRES, the next iterate solution is obtained by
minimization of the L.-2 norm of the residual by solving a least squares problem for ¥y, and then
using Eq. (51) to solve for the next iterate Xy 1:

min [N — Hei|)2 (55)
YRk

In each linear iteration, the GMRES algorithm performs a least squares minimization of the
L-2 norm of the residual over the basis space built up by the Arnoldi process. When a sufficient
number of iterations have been performed such that the residual in Eq. (45) is sufficiently small,
the next Newton iteration is performed. This nonlinear-linear iteration procedure is completed
until the numerical solution provides a residual in Eq. (35) that is sufficiently small.

This combination is referred to as a “Newton-Krylov” method, though this name is often used
in the literature to imply one extra caveat - that the Jacobian is never explicitly formed. J(i;)d;
in Eq. (42) simply represents the directional derivative of F (#;) in the direction of the vector 5.
While the Jacobian holds directional derivative information for all directions, the goal of iterative
methods is to perform searches in a small number of directions such that the directional derivative
information is only needed for a few of these directions such that formation of the Jacobian is not
needed. “Newton-Krylov” methods, or JENK methods, approximate the action of the Jacobian on
the vector gi using a first-order Finite Difference (FD) derivative:

_F(ii+ed) — F (i)
€

(56)

Qo

—

R

~
2

where € is a small number, typically chosen as € = |/€,,,., Where €,,,.;, 1s the machine pre-
cision, to balance accuracy of the FD approximation with potential overflow from division by a
small number.

4.1 Boundary Conditions

Two general types of BCs, Dirichlet and Neumann, can be specified in Pronghorn. A Dirichlet
BC simply sets a known value for a variable on a boundary. This type of BC is strongly enforced,
meaning the variable on that boundary is exactly equal to the known Dirichlet value. Neumann
BCs set a known value for an expression that is not identical to one of the solution variables. For
example, a Neumann condition is needed to specify a heat flux on a boundary, since a Dirichlet
condition cannot be used to assign a value to the heat flux because temperature, rather than heat
flux, is the solution variable of the temperature equation. Neumann conditions are therefore only
weakly enforced.

For the weak forms in Eq. (32), the terms with angled brackets whose notation is defined in Eq.
(34) represent the available Neumann-type conditions for each equation. A Neumann condition
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must be specified if a Dirichlet condition is not specified. In the remainder of this section, the
available boundary conditions for each equation are discussed. In Section 5, the particular BCs
used for each experiment in Table 2 will be described. In the remainder of this section, i subscripts
denote known inlet values, o subscripts denote known outlet values, and a tilde over a variable, g,
denotes a known value of the variable, g, at any boundary.

The Neumann-type BCs for the mass equation arise by recognizing that the advective term
in the pressure Poisson equation is the same as the advective term in the conservation of mass
equation,

—

. priVi-ii on oLy,
 [EVP+epsE] = qpV i ondQu (57)
0 on aQW”

For advective equations, because information travels along characteristics that cannot travel
against the direction of velocity, a Neumann-type BCn that sets a value for the momentum can
only be specified on inflow boundaries. Because the default boundary condition that arises from
the finite element method is the “no-boundary” condition, a special outflow boundary condition
is required for outflow boundaries simply to avoid a zero flux boundary condition. The no-slip
condition at the wall applies a zero normal velocity component. Because the Pressure Poisson
equation is not purely advective due to the Laplacian of pressure, a Dirichlet condition for pressure
can be specified on any boundary, provided a Neumann condition is not also specified on that
boundary. This Dirichlet boundary is often selected as the outflow boundary, since it is desirable
to still be able to specify an inlet momentum on the inflow boundary and no-slip on the walls.
Therefore, the combined Neumann and Dirichlet boundary conditions used in the pressure Poisson
equation in Pronghorn are

V-7 0Q,,
i[—sVPJrzf:pf(gﬂ-?i: Privi-i Om o3
w 0 on GQW” (58)
P=P, on 0Q,,; -

Because integration by parts is not used on any terms in the momentum equation, no BCs are
needed for the momentum equation directly. The inlet value for momentum is specified via the
inlet Neumann condition in the pressure Poisson equation.

The Neumann-type BCs for the fluid energy equation include the specification of a known heat
flux value or a convective cooling heat flux with the ambient wall temperature,

0Qknown heat flux (59)

. Jar
—&kVTr- i =
7o {hwall(Tf - Twall) anonvection

where Gy is a known value of the heat flux and T, is the wall ambient temperature. For
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insulated boundaries, the known heat flux is zero. Radiation heat transfer between the fluid and
the surroundings is neglected, as the solid temperature for reactor applications will be significantly
larger than the fluid temperature. A further simplification is made to assume that, near the outer
wall region of the SANA experiment, the fluid transfers its heat to the solid pebbles first, and then
the solid structure loses heat to the ambient via both natural convection heat transfer and thermal
radiation heat transfer. Under this assumption, the value of 4,,,; is set to be zero in equation (59).

The Neumann-type BCs for the solid energy equation are similar to those for the fluid energy
equation, except that a thermal radiation BC is used in place of the convective cooling BC,

] 0Q
—xVT;-ii= qs A A known heat flux ? 60)
SG(TS - T°°> + hNC(TS o T°°> a-Q'racliation

where g is a known value of the heat flux, € is the emissivity of the solid pebbles, hyc the
natural convection heat transfer at the outer wall, and 7., the ambient temperature. For insulated
boundaries, the known heat flux is zero.
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S Modeling Assumptions

This section presents the assumptions made in generating the Pronghorn input files for the experi-
ments listed in Table 2. The assumptions made in the governing equations, constitutive models, and
thermophysical properties have already been described in Sections 3.1, 3.2, and 3.3, respectively.
Therefore, this section presents the additional interpretations of the SANA benchmark specifica-
tions and translation to Pronghorn input files.

5.1 Cylindrical Geometry

Because the asymmetries in the SANA benchmark due to thermocouple and cooling equipment
placement is expected to have a negligible on simulation results, the geometry is approximated as
a 2-D r-z cylindrical geometry that is only a function of the radial coordinate r and axial coordinate
z. Many existing porous media HTR codes make this assumption, but it should be noted that
Pronghorn can use 3-D unstructured meshes as well [13, 19].

MOOSE is dimension-agnostic, but because the divergence operator is different in cylindrical
and Cartesian coordinate systems, several additional terms are provided in the weak forms of
kernels with a divergence operator in the strong form. In 2-D Cartesian coordinates, the divergence
operator acting on a vector field f is

= Ofy 8 Ji
V. = 4= 61
f=5 1 y (61)
while in cylindrical coordinates, the divergence operator is
- 10 of;
Vi f=_2(rf)+ 22
f r 8r< fr)+ 0z
r or 0z

new term

Provided the geometry is set up such that the x-coordinate corresponds to the radial direction
and the z-coordinate corresponds to the axial direction, then to run in r-z geometry simply requires
the inclusion of the additional “new term” shown in Eq. (62). These additional terms are included
for the divergence terms in the pressure, fluid energy, and solid energy equations, allowing the
SANA benchmark to be approximated as an azimuthally-symmetric cylindrical geometry.
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5.2 Geometry

The SANA benchmark specifications include geometrical information for the packed bed, thermo-
couples, thermocouple casings, and insulation layers on the top and bottom of the bed. Only the
packed bed is modeled in Pronghorn, such that boundary conditions are specified at the walls of
the packed bed and at the outer surface of the central heating element. The insulation layers and
thermocouple casings are not modeled explicitly. The thermocouple casings are neglected in the
model, while the effects of insulation layers are accounted for by the choices of BCs discussed in
Section 5.3. Therefore, the mesh used is a 2-D rectangular-element mesh of height 1 m and width
0.6795 m.

5.3 Boundary Conditions

This section presents the choices of and values used for boundary conditions for the SANA exper-
iments shown in Table 2 based on the BC options discussed in Section 4.1.

For the fluid and solid energy equations, the central heating rod surface is treated as a known
heat flux BC. The heat transfer area from the central rod is 2nRH, where R = 0.0705 mand H = 1
m. The actual powers given in Table 2 are divided by this heat transfer area to give the heat fluxes
at the heating rod boundary. This total heat flux must then be divided amongst the solid and fluid
phases to provide Gy and g, in Egs. (59) and (60). For simplicity, heat flux splitting is based on
the infinite porosity of the bed, e.g., 60% of the total heat goes to the solid pebbles and 40% of the
total heat goes to the fluid phase.

Due to the large amount of insulation on the top and bottom of the bed, these boundaries are
also assumed to be known heat flux BCs, and are assumed insulated for the fluid and solid energy
equations. For the fluid at the outer periphery, it is assumed that all heat is transferred to the
solid wall and pebbles first, and eventually heat is transferred to the ambient ultimate heat sink.
However, in our current approach, the outer solid wall is not explicitly modeled, and therefore a
fluid-to-wall heat transfer is not needed. Nevertheless, the Achenbach correlation [2] for fluid-to-
wall heat transfer coefficient is implemented in the code for future uses. For the solid, the outer
periphery of the bed is treated as a thermal radiation and natural convection heat transfer boundary,
where the ambient temperature is given in Table 2. For natural convection heat transfer at this
outer wall, a heat transfer coefficient in the range of 5-25 W/(m?-K) is generally reported [20].
A constant natural convection heat transfer coefficient of 18.4 W/(m?-K) is recommended in [19]
and is also used in our simulations for demonstration purposes. The emissivity of the solid wall is
assumed to be 1. Further improvement will be done to implement natural convection heat transfer
coefficient correlations, and to assess the sensitivities of simulations results to the values of hy¢c
and solid wall emissivity.

As discussed in Section 4.1, no boundary conditions are required for the momentum equation.
The gas inlet velocity is less than 3.5E-5 m/s, and is neglected such that all boundaries for the
pressure equation are treated as zero flux BCs [19]. An initial condition for pressure is given at 1
atmosphere.
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Table 3. Boundary conditions used for the SANA experiment cases described in Table 2.

Case ¢ at Rod (W/m?) g at Rod (W/m?)

A 12069 8056
B 24544 16362
C 37141 24760
D 12069 8056
E 24544 16362
F 30802 20534
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6 Results and Analysis

This section presents the verification and validation results completed for the SANA benchmark,
followed by a brief code-to-code comparison of results.

6.1 Numerical Verification

Before attempting validation exercises testing Pronghorn’s ability to model physical systems, a
thorough and robust verification framework has been developed. This testing framework verifies
correct implementation of the governing equations, BCs, and constitutive relationships discussed in
this report and for various other physical models available in Pronghorn. This rigorous verification
process is described in detail in [4]. Every new kernel, BC, or constitutive relationship is held to
the standard of requiring a Method of Manufactured Solutions (MMS) or physically-intuitive test
demonstrating correctness before incorporation into the Pronghorn source code.

The MMS verification technique is commonly used to verify accurate code implementation.
MMS allows the user to “choose” the solution and then modify the governing system such that, if
the source code is performing as expected, the code returns the solution specified by the user. For
instance, consider the diffusion kernel, which in 1-D solves the following equation:

d’u
i 0 (63)
Suppose that the user would like to test whether the kernel can return a solution of sin (47x).
But, only by adding a forcing function would the solution be sin(47mx). This required forcing
function is f = 16msin (47x). So, the equation to solve in the input file is shown by the last
equation in Eq. (64). If a solution of u = sin (47x) is obtained, then the diffusion kernel is behaving
as expected, and it can be inferred that the source code is correct.

d>
—W(sm (4mx)) #0
d2
3 (sin (4mx)) — f =0 (64)
d2
—d—”; — 167 sin (47x) =0
x

For all kernels, BCs, and simple constitutive relationships (such that an analytical expression
for the forcing function can be written in an input file), a 2-D and 3-D MMS test is created. For
more complicated physics, such as K correlations that tend to be complex, results for a represen-
tative problem state are compared in terms of trends and magnitudes with values reported in the
literature. For the MMS tests, both the graphical depiction of the solution, and the convergence
rates for different Finite Element (FE) shape function orders, are used to assess accuracy. The error

31



between the FE solution and the exact solution can be expressed in terms of the element size 4,
and a derivative of the exact solution:

error < ChE!|u | (65)

where i is the order of the shape functions (1 for linear, 2 for quadratic, etc.), u') is the i-th
derivative of the exact solution «, and C is an unknown constant. When the logarithm of the error
is plotted against the logarithm of the element size, slopes of 2 and 3 should be obtained for linear
and quadratic elements, theoretically. Over 120 MMS tests exist for the Pronghorn source code,
and a complete summary of these tests is beyond the scope of this report. Fig. 3 and 4 show
MMS convergence rates for the (— [-eVP+epsg|,Vy) pressure Poisson kernel in 2-D and
the (—xVTy, Vy) solid energy diffusion kernel in 2-D r-z geometry, respectively. For both cases,
multiple MMS tests are shown to ensure further accuracy. So, while there are over 120 MMS
tests, there are closer to 300 actual verifications of correct implementation because each MMS test
contains several independent tests.

Figure 3. Error as a function of mesh spacing Ax for € = 0.35, W = 2.0, and (a) P = 1000x? + 50¢”
and Ty = 1000, (b) P = 1000x> 4 50¢” and Ty = 50e" + 1000y* 42000, and (c) P = 100¢* +200y +
500 and Ty = 1000 + 50e” for the pressure Poisson kernel [4].
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Figure 4. Error as a function of mesh spacing Ax for (a) Ty = sin (27x) sin (2my) and x = 100x =
200y + 5000, (b) Ty = €*¢” and k = 200x> 4 300y*, and (c) Ty = x> + ¢ and k = sin (x) +cos (y) for
the solid energy diffusion kernel in 2-D r-z geometry [4].

In addition to the MMS tests for spatial kernels and BCs, accuracy of the time-dependent
kernels, such as those representing time derivatives, is assessed by selecting a MMS solution that
has very close to zero spatial error and then evaluating the error for different time integration
schemes as a function of the time step size. If the true solution is linear, then using linear spatial
shape functions will give very close to zero spatial error such that only the time error is measured.
For example, the convergence rates for the <£p Cp, f%,l@ kernel for different time integration
schemes is shown as a function of the time step Ar in Fig. 5.
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Figure 5. Convergence rates for different time integration schemes for 7y = (x +y + 15)e !,
Py = 100x+200y + 1, € = 0.35x +0.25y+0.1, and C, = e* +¢” + 100 for the (epfc,,,faai;‘,w)
kernel [4]. This is the time derivative kernel in the fluid energy equation.

Having thoroughly demonstrated correct numerical implementation of all physics in Pronghorn
[4], the next sections present the validation results of the SANA simulations.

6.2 Validation

Numerical simulations have been performed for all experiment cases listed in Table 2. All simula-
tion results are obtained at the steady state via accelerated transient simulations, including that the
transient term in the solid energy equation is not included, and that nitrogen cases use larger ther-
mal conductivity at the beginning of simulations to quickly establish a natural ciruclation and then
is reduced to its normal value. Figs. 6-8 show Pronghorn solid temperature simulation results for
cases A, B, and C, respectively. Also shown are experiment measurements of pebble temperatures
at three vertical locations. Helium simulation results were obtained via a transient simulation to
enhance stability using a 40 x 20 (r-z) uniform mesh shown in Fig. 12(a). A mesh independence
study described in Appendix B demonstrates the appropriateness of this mesh.

For the helium results shown in Figs. 6-8, temperatures tends to be overpredicted in the center
of the bed and slightly underpredicted towards the periphery of the bed. The simulation results
were found to be sensitive to the correlation chosen for k. In the center of the bed where temper-
atures are higher, slight variations in Kygiation can yield substantially different temperatures. More
accurate correlations for K that differentiate between radiation heat transfer between pebbles ver-
sus radiation heat transfer between pebbles and a nearby wall, will be investigated. Larger errors
towards the edges of a packed bed are also to be expected simply due to the nature of the porous
media assumption of treating a packed bed as a continuum. The largest errors occur for the 10 kW
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power, likely because at low powers natural convection heat transfer constitutes a greater fraction
of the total heat transfer.

700

B experiment; z=0.09 m
experiment; z=0.5m H

A experiment; z=0.91m
=pronghorn; z=0.09m
pronghorn; z=0.5m
—pronghorn; z=0.91m

Pebble temperature [C]

0 0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8
Radius [m]

Figure 6. Pronghorn solid temperature computed for helium with 10 kW nominal heater rod power
(case A).
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Figure 7. Pronghorn solid temperature computed for helium with 20 kW nominal heater rod power
(case B).
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Figure 8. Pronghorn solid temperature computed for helium with 30 kW nominal heater rod power
(case C).

Nitrogen simulation results for cases D, E, and F are shown in Figs. 9-11. A different mesh
was used for these cases, since the Peclet number for nitrogen is about an order of magnitude
larger than that for helium. A large Peclet number signifies a convection-dominated flow, which is
well-known to cause numerical difficulties when solved with an unstabilized FEM. The mesh used
for the nitrogen cases is shown in Fig. 12(b). In addition, the Zehner-Bauer-Schliinder correlation
showed unstable and slow convergence rate when applied to nitrogen cases. Instead, a curve-fitting
correlation for effective thermal conductivity against pebble temperature based on THERMIX [13]
data is used. The reason for unstable and slow convergence of the Zehner-Bauer-Schliinder corre-
lation is currently under investigation.

Pronghorn solid temperatures for the nitrogen cases are shown in Fig.s 9-11. When compared
to helium cases, the agreement between the numerical and experimental results is poorer, which
is likely primarily due to the use of constant nitrogen viscosity and thermal conductivity. We
anticipate the numerical results will be improved when the more accurate nitrogen gas thermal
properties package becomes available.

The gradients in temperatures moving in the axial direction is much larger than that seen for the
helium cases, demonstrating the increased importance of natural convection heat transfer for nitro-
gen. The largest discrepancies for the nitrogen simulations occur in the center of the bed. Because
this is not a high-radiation environment (due to the lower temperatures than towards the bed cen-
ter) and because the porous media approximation should be very accurate in the bed center, these
errors corroborate our speculation of improved simulation results upon delivery of a sophisticated
nitrogen thermal properties library.
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Figure 9. Pronghorn solid temperature computed for nitrogen with 10 kW nominal heater rod
power (case D).
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Figure 10. Pronghorn solid temperature computed for nitrogen with 20 kW nominal heater rod
power (case E).
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Figure 11. Pronghorn solid temperature computed for nitrogen with 25 kW nominal heater rod
power (case F).

Overall, the simulation results agree with the experiment measurements reasonably well. Pronghorn
is capable of predicting the overall trends of temperature distribution in the radial direction. The
outer wall thermal radiation and natural circulation heat transfer BCs work reasonably well in
capturing the outer wall temperatures.

Fig. 13 shows Pronghorn simulation results for the velocity field for case A. A natural cir-
culation of coolant is established due to heating on the inner wall and cooling on the outer wall.
Experimental measurements on coolant velocities were not available, and therefore validation on
these quantities cannot be provided. These natural circulation flow rates are sufficiently low that
natural circulation can be neglected for helium; this has been confirmed by other researchers [19].
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(b)

Figure 12. Meshes used for SANA experiment simulations for (a) the helium cases, and (b) the

nitrogen cases.
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Figure 13. Pronghorn results for the velocity field of case A (10kW nominal heating power and
helium coolant). The plot is colored with velocity magnitude in (m/s).

6.3 Code-to-Code Comparisons

This section presents a brief discussion of code-to-code comparisons of Pronghorn with the results
of other researchers that have completed the SANA benchmark. Results are compared with a
legacy version of Pronghorn (circa 2009), MGT-3D, ANSYS CFX, THERMIX, TRIO-EF, and
TINTE [13,19,21]. All of these listed codes use a porous media thermal hydraulics model and
2-D r-z geometry to solve a subset of the SANA test cases. Various levels of geometric detail and
modeling assumptions are used. Unless otherwise noted, the governing equations used in these
codes are reasonably similar to the equations shown in Egs. (3), (5), (6), and (7), but significant
differences are noted when applicable.

This section does not aim to summarize results of all SANA benchmark simulations available in
the literature, but only to cast the present results in terms of several other comparable porous media
tools, while providing prospective reasoning for the discrepancies with experimental data shown in
Figs. 6, 7, and 8. Additional benchmark results for Flownex and AGREE are referenced in case of
interest [6,22]. Because only graphical data is available for these other codes, a detailed numerical
comparison cannot be performed; hence, the discussion in this section is mostly qualitative. To
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keep this section brief, only results for the 10 kW helium test case are compared amongst these
codes, though results are only available in the literature for the 30 kW helium case for MGT-3D
and CFX [19].

The legacy version of Pronghorn (circa 2009) completed test cases A and C shown in Table
2 [21]. Only the pebble bed core is modeled explicitly, and the effects of surrounding materials
are approximated via the BCs. Comparing the legacy Pronghorn results for case A in Fig. 14
with the present results in Fig. 6 shows that the temperature results are comparable, while the
legacy results are actually slightly closer to the experimental values near the center of the bed.
However, the legacy version of Pronghorn used different BCs than those discussed in Section 4.1;
Dirichlet conditions were set on the fluid and solid temperatures according to the data in the SANA
report. When modeling a real system, the fluid and solid temperatures are not known a-priori, so
this legacy choice of BCs does not accurately assess the code’s capability of modeling the SANA
facility. The difference in results arising from the BC selection suggests that the present results
could be improved with a more sophisticated BC at the heater element surface.
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Figure 14. Legacy Pronghorn temperature results for case A [21].

MGT-3D, a modern evolution of TINTE, and ANSYS CFX, a Computational Fluid Dynam-
ics (CFD) code run using a porous media model, have recently been used to model the SANA
facility [19]. Both of these codes included a much more detailed geometrical description of the ex-
periments, and explicitly modeled the heating elements, top and bottom connection electrodes, and
insulation layers. Due to the different geometry, different BCs were also used. The heat flux at the
heater element surface is computed by assuming radial radiation heat transfer from the resistance
heater across the gap to provide a more accurate BC. Rather than using a constant porosity, the
porosity in the center of the bed is set to 0.39, and within a half pebble diameter of the walls, is set
to 0.88 (near the heater element) or 0.48 (near the outer wall). The Zehner-Schliinder correlation
is used for K, but an additional correction radiation component is added for regions within one half
pebble diameter of the wall.

The CFX model uses the Unsteady Reynolds-Averaged Navier Stokes (URANS) porous me-
dia equations with the Shear Stress Transport (SST) turbulence model. Contrary to the process
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followed in this report, the wall heat transfer coefficient and emissivity of the heating element for
both the MGT-3D and CFX results were fine-tuned such that the numerical results matched the
experimental results as best as possible for test case C. These values were then held constant for
the remaining tests. Similar to the discussion of the legacy Pronghorn results, this choice of BCs
does not fully validate the MGT-3D and CFX codes, since real simulations will not always have
exact results to provide fine-tuning. Comparing the MGT-3D and CFX results for helium at 30 kW
in Fig. 15 with the present results in Fig. 8 show comparable temperatures. CFX results show
the best prediction of experimental results. This may be attributed to the lack of a sophisticated
turbulence model in Pronghorn or MGT-3D.
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Figure 15. MGT-3D and ANSYS CFX (CFD) temperature results for case C [19]. The uncertainty
band was estimated by varying the BCs within the bounds recommended in the SANA documents.

Several of the steady state SANA cases have also been used to validate the THERMIX code
[13]. Similar to the MGT-3D and CFX models discussed above, the core, heating elements, insu-
lation, and other more minor components are all explicitly modeled. A porosity of 0.41 is used in
the center of the bed, with 0.65 near the heating element and 0.5 at the outer edge. Comparing the
THERMIX results for case A shown in Fig. 16 with the present results in Fig. 6 shows that the
temperatures are of comparable accuracy.
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Figure 16. THERMIX temperature results for case A [13].

TRIO-EF, a finite element code developed in France, simulated a variety of the SANA test
cases. The governing equations in TRIO-EF only includes one energy equation, such that the two
phases are assumed to be at the same temperature. In addition, the Brinkman model for porous
drag is used, such that viscous effects are directly modeled in the fluid. Both of these modeling
assumptions lead to different BCs - most importantly, BCs are not separated for the fluid and
solid. Porosity is expressed by an exponential function of the distance from the wall. A similar
correlation is used for computing K, with a correction applied within one half pebble diameter of
the walls. Contrary to the MGT-3D and CFX simulations, however, x is halved near the walls,
instead of adding a correction. By comparing TRIO-EF results for case A shown in Fig. 17 with
the present results in Fig. 6, it can be seen that again, temperatures agree fairly well.
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Figure 17. TRIO-EF temperature results for case A [13].

Finally, TINTE modeled the SANA facility with a level of geometric detail similar to the
previously discussed MGT-3D results. Eq. (15) is used for k, with an additional correction made
within one half pebble diameter of the bed. Porosity is assumed constant at 0.41 in the center of
the bed, and within one half pebble diameter of the wall, is 0.65 near the heating element and 0.5
near the outer wall. By comparing TINTE results for case A in Fig. 18 with the present results in
Fig. 6, shows similar temperatures.
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Figure 18. TINTE temperature results for case A [13].
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The brief review of SANA simulation results obtained with different comparable porous media
codes shows that the present results are of comparable accuracy. All of these codes and the present
work overpredict temperatures in the center of the bed, with much better agreement at the outer
edges of the bed. In summary, the largest differences between the approach taken in the present
work and the previously-discussed results are:

1. Geometric fidelity - all results discussed here except for the present and legacy Pronghorn re-
sults explicitly model the insulation, heating element internals, electrodes, and other aspects
of the geometry that were here approximated as negligible.

2. Choice of BCs - the legacy Pronghorn results inappropriately use the benchmark specifica-
tions to specify exact BCs that should otherwise not be known to a code user. Similarly, the
MGT-3D and CFX results were obtained by fine-tuning the wall heat transfer coefficient and
the radiative BC at the heater element surface to match simulation results. In realistic code
usage, experimental results will not always be available. For this reason many neutronics
benchmarks will not provide the users with the simulation results in order to eliminate user
model manipulation.

3. Choice of porosity - all of the codes discussed in this section except the two versions of
Pronghorn use either a piecewise constant porosity or an exponentially-varying porosity. A
sensitivity analysis performed using TRIO-EF suggests that using an exponential versus a
piecewise constant variation for porosity does not have a significant impact on the temper-
atures, and hence it is assumed in this work that a piecewise constant porosity also does
not produce significantly different results than assuming a constant porosity [13]. Further
investigations will be performed in future work, and a number of exponential and oscillatory
exponential correlations for porosity have already been incorporated into Pronghorn.

4. Choice of k - while all codes used comparable correlations for the various components of
Kk, MGT-3D, CFX, TRIO-EF, and TINTE apply additional corrections within a half pebble
diameter of the wall.

5. Turbulence models - only the CFX results use accurate turbulence modeling.

The discrepancies near the center of the bed suggest additional corrections should be made
t0 Kradiations Which is most significant at the high temperatures observed towards the bed center.
In addition, a more accurate radiation heat transfer BC at the heater element surface is needed to
provide a more precise estimate of the fraction of the heat flux that enters the solid and fluid phases.
Currently, the infinite porosity is used to approximate this division, but more complicated physics
are involved. In addition, the present results could likely be improved by used a more sophisticated
turbulence model, rather than relying on heat transfer coefficient and drag correlations to capture
this complex effect.

Within the limits of not utilizing the benchmark specifications to apply unrealistically-knowable
BCs, the present Pronghorn results demonstrate that Pronghorn is capable of simulating helium-
cooled HTRs at decay heat levels. Future validation exercises will extend Pronghorn’s validation
space.
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7 Summary

In this work, we have re-established Pronghorn’s capability to simulate heat and mass transfer in
pebble beds based on the porous medium approximation. Although more sophisticated physics
models are available, we have limited ourselves to using a simpler Darcy-Forchheimer flow model
inherited from older versions of the code. Future work will involve the use of the porous medium
Euler equations that do not assume negligible momentum advection and time rate of change.

Closure correlations, such as friction coefficients in pebble beds and fluid-to-pebble heat trans-
fer coefficients, are reviewed, assessed, and implemented in Pronghorn to support simulations of
interest to nuclear reactor thermal hydraulics analysis. Numerical verification was performed in
form of mesh convergence study using MMS for both spatial and temporal integration schemes,
and the expected orders of convergence were observed. Validation of this code was performed by
comparing simulation results against experimental measurements of the SANA experiment. For
the helium cases at three power levels, simulation results of solid temperatures agree well with ex-
periment measurements and other simulation tools that have performed the same benchmark. For
the nitrogen cases, because less accurate thermal properties were used, relatively large discrep-
ancies between the simulation results and experiment measurements were found. However, we
anticipate that this will be improved when the more accurate nitrogen gas thermal properties pack-
age becomes available. This benchmark validation exercise has also initiated concentrated efforts
on FE stabilization schemes to help improve numerical converge such that simulations converge
faster. Many such stabilization methods are available in the literature, and are currently under
consideration in Pronghorn [23-26].
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A Notation

This section presents a concise reference of all notation used in this document. An arrow super-
script over a symbol indicates a vector.

A.1 Greek Symbols

o bed convective heat transfer coefficient W/(m3K)
e correlation term 1

S linearized update vector 1

€ porosity 1

€ emissivity or JENK parameter, context-specific 1

€mach, ~Machine precision 1

K effective solid thermal conductivity W/(m-K)
0 finite element shape function 1

(0} contact area fraction 1

P density kg/m?

c Stefan-Boltzmann constant W/(m?-K*)
u dynamic viscosity Pa-s

A correlation parameter I/m

A thermal conductivity ratio, k¢ ks 1

v Poisson ratio 1

il residual norm vector in GMRES minimization 1

Y finite element test function 1

Q a volume m?

0Q  asurface m?
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A.2 English Symbols

Q Q
<

KTEDETR T TEOTRNO® S

o

correlation parameter

heat transfer length

area

linearized matrix

linearized right-hand-side vector
correlation parameter

correlation parameter

isobaric specific heat

pebble diameter

bed diameter

Krylov suspace

Young’s modulus

pebble bed weight

residual vector

gravitational acceleration

bed convective heat transfer coefficient
upper-Hessenberg matrix

non-square upper-Hessenberg matrix
Jacobian matrix

thermal conductivity

modified gas thermal conductivity
normalized radiation thermal conductivity
correlation parameter

correlation parameter

molar mass

finite element node number

unit normal vector

total number of finite element nodes
coordination number

number of spheres per unit area
number of spheres per unit length
Nusselt number, Nu = hd [k¢

wall Nusselt number, Nu = hyqd [k
“on the order of”

pressure

fluid Prandtl number, Pr = usC, r/kys
heat flux

column vector in Q

48



\l\o

N

T'pebble

>R ®

NS HL R EUSLE N

orthonormal basis

radial coordinate

residual vector

contact radius

pebble radius

gas constant

the space of real numbers of dimension n
Reynolds number, Re = p fSVd Jur
starting vector for Arnoldi process
vertical force component

intrinsic temperature

expansion coefficients (components of the solution vector)
solution vector

intrinsic velocity

porous media friction coefficient
x-coordinate

linearized solution vector

y-coordinate

linearized update vector

axial coordinate
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A.3 Subscripts and Other Notation

This section lists the subscripts used in this document. Subscripts whose interpretation is obvious,
such as “convection,” are not repeated here.

c cross-sectional

f fluid

fluid conduction pebble-to-fluid-to-pebble conduction
i inlet

in inner or inflow, context-specific
0 outlet

out outer or outflow, context-specific
s solid

solid conduction pebble-to-pebble conduction

r radial component

radiation thermal radiation

wall wall

X X-component

y y-component

Z axial component

) infinite-medium value

)]l2 L-2 norm of (.)
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B Mesh Independence Study

Using case A for demonstration purpose, mesh independence study was performed using several
sets of meshes, including 10 x 5 (r-z), 20 x 10, 40 x 20, and 80 x 40. At the steady state,
numerical results of the solid temperature are sampled in the vertical center of the domain (z =
0.5). These results are shown in figure B.1, from which it is concluded that the 40 x 20 mesh is an
appropriate choice.
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Figure B.1. Mesh independence study for case A.
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